*ΔE = E f -E 0 . Geometry optimization performed using IP and DFT methods. Single point energy calculation was performed for initial and final structures after geometry optimization. Subscript of ΔE shows the method used for the single point energy calculations. In the IP method which includes shell model, we let the shells of S atoms to relax during energy calculations.
+Average coordination numbers of the initial configurations of the ZB and WZ nanoparticles were 2.895 and 2.636, respectively.
++Dipole moment was calculated using the DFT method.
